The asymmetric unit of the title compound, C 27 H 21 N 7 O 4 SÁ-0.06H 2 O, contains four syndone molecules and a water molecule with a site occupancy of 0.25. In two of the syndone molecules, three atoms in a terminal phenyl ring are disordered over two sets of sites, with occupancy ratios of 0.500 (18):0.500 (18) and 0.512 (17):0.488 (17) . The dihedral angles between terminal phenyl rings for the syndone molecules are 23.3 (4), 45.57 (16), 68.46 (16) and 56.5 (3) . In the crystal, molecules are connected via N-HÁ Á ÁN, N-HÁ Á ÁO, O-HÁ Á ÁO, O-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonds, forming a three-dimensional network.
Related literature
For biological applications of sydnones, see: Newton & Ramsden (1982) ; Wagner & Hill (1974) ; Kalluraya & Rahiman (1997) ; Kalluraya et al. (2002) . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). was introduced. A series of triazolothiadiazoles were synthesized by the reaction of 2,3-dibromo-1-(3'-arylsydnon-4'-yl)-3-aryl-propan-1-one with 3-substituted-4-amino-5-mercapto-1,2,4-triazoles (Kalluraya et al., 2002) .
D-HÁ
The asymmetric unit of the title compound consists of two crystallographically independent syndone molecules (B & C)
( In the crystal structure ( Fig. 2 ), all molecules are connected via intra and inter molecular N-H···N, N-H···O and C-H···O (Table 1) hydrogen bonds to form a three-dimensional network.
Experimental N- [(4-amino-5-mercapto-4H-1,2,4-triazol-3-yl) methyl]benzamide (0.01 mol) and 2,3-dibromo-1-(3'-phenylsydnon-4'-yl)-3-phenyl-propan-1-one (0.01 mol) in ethanol was treated with aqueous solution of sodium acetate (0.01 mol). The reaction mixture was refluxed on a water bath for 1-2 hours. The excess of ethanol was removed by distillation and the reaction mixture was kept overnight. The solid product separated was filtered. It was then recrystallized from ethanol. Colourless needles were obtained from 1:2 mixtures of DMF and ethanol by slow evaporation.
Refinement
Atoms H1NA, H2NA, H1NB, H2NB, H1NC, H2NC, H1ND and H2ND were located from a difference Fourier map and and were refined using a riding model, with U iso (H) = 1.2 U eq (C, O).
In the final refinement, the occupancies of the water molecules were fixed at 25%. The C atoms C1A, C2A, C3A (molecule A) and C19D, C20D, C21D (molecule D) of the terminal phenyl ring and the associated hydrogen atoms are disordered over two sites with a refined occupancy ratio of 4- 2, 128.7 (2) C1D-C2D-C3D 120.9 (3) N1B-N2B-O1B 105.2 (2) C1D-C2D-H2DA 119.5 N4B-N3B-C11B 107.7 (2) C3D-C2D-H2DA 119.5 N4B-N3B-H2NB 102 (2) C4D-C3D-C2D 120.0 (4) C11B-N3B-H2NB 111 (2) C4D-C3D-H3DA 120.0 C12B-N4B-C13B 105.9 (2) C2D-C3D-H3DA 120.0 C12B-N4B-N3B 127.2 (2) C5D-C4D-C3D 119.8 (3) C13B-N4B-N3B 126.2 (2) C5D-C4D-H4DA 120.1 C12B-N5B-N6B 106.8 (2) C3D-C4D-H4DA 120.1 C13B-N6B-N5B 107.2 (2) C4D-C5D-C6D 118.7 (3) C15B-N7B-C14B 120.2 (2) C4D-C5D-H5DA 120.7 C15B-N7B-H1NB 122 (2) C6D-C5D-H5DA 120.7 N7B-C14B-H14D 109.5 C19D-C18D-C19X 28.6 (4) C13B-C14B-H14D 109.5 C17D-C18D-C19X 115.3 (5) H14C-C14B-H14D
108.1 C19D-C18D-H18D 118.0 O4B-C15B-N7B 121.9 (3) C17D-C18D-H18D 118.0 O4B-C15B-C16B 120.9 (3) C19X-C18D-H18D 118.6 N7B-C15B-C16B 117.3 (2) C18D-C19D-C20D 116.5 (9) C17B-C16B-C21B
119.4 (3) C18D-C19D-H19D 121.8 C17B-C16B-C15B 123.4 (2) C20D-C19D-H19D 121.8 C21B-C16B-C15B 117.1 (3) C19D-C20D-C21D 120.3 (8) C18B-C17B-C16B 120.1 (3) C19D-C20D-H20D 119.9 C18B-C17B-H17B 120.0 C21D-C20D-H20D 119.9 C16B-C17B-H17B 120.0 C20D-C21D-C16D 123.0 (7) C19B-C18B-C17B 119.9 (3) C20D-C21D-H21D 118.5 C19B-C18B-H18B 120.1 C16D-C21D-H21D 118.5 C17B-C18B-H18B 120.1 C20X-C19X-C18D 122.2 (8) C20B-C19B-C18B 120.9 (3) C20X-C19X-H19E 118.9 C20B-C19B-H19B
119.6 C18D-C19X-H19E 118.9 C18B-C19B-H19B
119.6 C19X-C20X-C21X 120.8 (8) C19B-C20B-C21B
119.6 (3) C19X-C20X-H20E 119.6 C19B-C20B-H20B 120.2 C21X-C20X-H20E 119.6 C21B-C20B-H20B 120.2 C20X-C21X-C16D 117.0 (7) C20B-C21B-C16B 120.2 (3) C20X-C21X-H21E 121.5 C20B-C21B-H21B 119.9 C16D-C21X-H21E 121.5 C16B-C21B-H21B 119.9 C23D-C22D-C27D 118.2 (3) C27B-C22B-C23B 117.9 (3) C23D-C22D-C11D 124.9 (3) C27B-C22B-C11B 123.6 (2) C27D-C22D-C11D 116.8 (3) C23B-C22B-C11B 118.4 (2) C22D-C23D-C24D 120.5 (3) C24B-C23B-C22B 121.3 (3) C22D-C23D-H23D 119.7 C24B-C23B-H23B
119.3 C24D-C23D-H23D 119.7 C22B-C23B-H23B
119.3 C25D-C24D-C23D 119.6 (3) C23B-C24B-C25B 119.8 (3) C25D-C24D-H24D 120.2 C23B-C24B-H24B 120.1 C23D-C24D-H24D 120.2 C25B-C24B-H24B 120.1 C26D-C25D-C24D 120.4 (3) C26B-C25B-C24B 119.7 (3) C26D-C25D-H25D 119.8 C26B-C25B-H25B 120.1 C24D-C25D-H25D 119.8 C24B-C25B-H25B 120.1 C25D-C26D-C27D 119.9 (3) C25B-C26B-C27B 120.2 (3) C25D-C26D-H26D 120.0 C25B-C26B-H26B 119.9 C27D-C26D-H26D 120.0 C27B-C26B-H26B 119.9 C26D-C27D-C22D 121.3 (3) C26B-C27B-C22B 121.0 (3) C26D-C27D-H27D 119.4 C26B-C27B-H27B 119.5 C22D-C27D-H27D 119.4 C22B-C27B-H27B 119.5 H1W1-O1W-H2W1 125.3 C12C-S1C-C10C 100.08 (13) C8A-N1A-N3A-O1A −0.7 (3) C8C-N1C-N2C-O1C 0.8 (3) C6A-N1A-N3A-O1A −176.5 (2) C6C-N1C-N2C-O1C 178.5 (2) C7A-O1A-N3A-N1A
1.1 (3) C7C-O1C-N2C-N1C −0.8 (3) C11A-N2A-N4A-C12A 37.1 (4) C11C-N3C-N4C-C12C −39.7 (3) C11A-N2A-N4A-C13A −136.8 (3) C11C-N3C-N4C-C13C 148.7 (2) C12A-N5A-N6A-C13A
1.1 (3) C12C-N5C-N6C-C13C −0. 
